Figure 1: The molecular structure of (I), with displacement ellipsoids drawn at the 30% probability level. Abstract C14H 16 Br 2 N 2 O7Zn, orthorhombic, Pna21 (no. 33), a = 15.4300(3) Å, b = 10.6264(2) Å, c = 11.4638(2) Å, V = 1879.66(6) Å 3 , Z = 4, Rgt(F) = 0.0328, wR ref (F 2 ) = 0.0709, T = 293 K.
238 Programs:
CrysAlis PRO [1] , Olex2 [2] , SHELX [3, 4] solved in 20 mL distilled H 2 O. Then, the pH of the obtained mixture was neutralized with KOH (0.5 mol·L −1 ) to pH = 6.0. After that, the mixed solution was cooled and filtered after stirring for 4 h at 80°C. Two weeks later, light yellow block crystals were grown by slow evaporation at room temperature. Yield: 16 mg (12%, based on Hbmp). Anal. Calcd for C14H 16 Br 2 N 2 O7Zn(%): C, 30.57; H,2.76; N, 5.10. Found: C, 30.51; H, 2.71; N, 5.16.
Experimental details
Empirical absorption correction was done using spherical harmonics, implemented in SCALE3 ABSPACK [1] . Using Olex2 [2] , the structure was solved with the ShelXT [3] structure solution program and refined with ShelXL [4] . The H atoms bonded to C atoms were fixed, with C-H distance of 0.93 Å; and/or positioned geometrically in the riding-model approximation, with C-H distance of 0.97 Å;
U iso (H) = 1.2Ueq(C). The structure was refined as inversion twin: (0.568(11)/0.432 (11) ).
Comment
In our previous research, we have described the complexes of N-heterocyclic carboxylate ligands such as imidazole-, pyrazine-and pyridine-carboxylates [5, 6] .
Nowadays, the modification of picolinate such as by Me- [7] , F- [8] , -Cl and -NH 2 [9, 10] , Br [11, 12] has been employed. The title compound contains a monomer in which the asymmetric unit contains one Zn II ion, two 5-bromo-6methylpicolinate (bmp − ) ligands, one coordinated aqua as well as two water molecules. Bond lengths and angles are in the expected ranges [13] .
The Zn II ion is in a distorted square-pyramidal N 2 O 3 geometry formed by two bmp − ligands and a coordinated aqua. The bmp − ions bind to the Zn II center through bidentate chelate mode and form two five-membered chelate rings in the base, and the water ligand is at the apex. The Zn II ion deviated from the least squares plane of the basal plane N1/O1/N2/O3 about 0.5 Å towards O5.
The lattice water molecules are involved in intermolecular hydrogen bonds with the coordinated aqua and uncoordinated carboxyl oxygen atoms of bmp − .
